Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.165; data-to-parameter ratio = 17.2.
The title hydrate, C 26 H 21 NOÁH 2 O, exhibits significant twists of the benzene ring [dihedral angle = 87.24 (6) ] and chalcone residue [C-C-C-C torsion angle = À94. 46 (17) ] out of the plane through the quinoline ring system. The conformation about the C C bond [1.341 (2) Å ] is E. The solvent water molecule forms hydrogen bonds to carbonyl O and quinoline N atoms derived from two molecules and through the application of a centre of inversion, a 16-membered {Á Á ÁHOHÁ Á ÁOC 3 N} 2 synthon is formed to stabilize the resulting tetrameric (two organic molecules plus two water molecules) aggregate. These are connected into a twodimensional array via two C-HÁ Á ÁO contacts, also involving the water molecule. The layers stack along the c axis, being linked by C-HÁ Á Á interactions. Table 1 Hydrogen-bond geometry (Å , ).
Related literature
Cg1 is the centroid of the C11-C16 ring. Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz þ 2; (ii) Àx þ 2; Ày þ 2; Àz þ 2; (iii) x À 1; y; z; (iv) Àx þ 1; Ày þ 1; Àz þ 1. VV is grateful to the DST, India, for funding through the Young Scientist Scheme (Fast Track Proposal). The authors are also grateful to the University of Malaya for support of the crystallographic facility. As anticipated, the water molecule plays a pivotal role in arranging molecules in the crystal packing. Two centrosymmetrically related water molecules link two organic molecules by forming hydrogen bonds to carbonyl-O and quinolinyl-N atoms, Table 1 . In this way a 16-membered {···HOH···OC 3 N} 2 synthon is formed, Fig. 2 . These are connected into a supramolecular layer in the ab plane via two C-H···O contacts where the water-O accepts these interactions, Fig. 3 and Table 1 .
Layers stack along the c axis, being connected by C-H···π interactions, Fig. 4 and Table 1 .
Experimental
A mixture of 3-acetyl-2-methyl-4-phenylquinoline (2.6 g, 0.01 mmol), 4-methylbenzaldehyde (1.2 g, 0.01 mmol) and a catalytic amount of KOH was stirred in distilled ethanol (25 ml) for about 12 h. The resulting mixture was concentrated to remove ethanol, then poured on to ice and neutralized with dilute acetic acid. The resultant solid was filtered, dried and purified by column chromatography using an 1:1 mixture of ethyl acetate and petroleum ether. Re-crystallization was by slow evaporation of an acetone solution of (I) which yielded colourless crystals; Yield: 64%, M.pt. 412-414 K.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95 to 0.98 Å) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2 to 1.5U equiv (C). The O-bound H atoms were refined with the distance 0.0166 (7) 0.0205 (7) 0.0217 (7) 0.0024 (5) 0.0042 (6) 0.0032 (6) C17 0.0196 (7) 0.0165 (7) 0.0190 (7) 0.0055 (5) 0.0053 (6) 0.0027 (5) C18 0.0230 (7) 0.0190 (7) 0.0156 (7) 0.0053 (6) 0.0047 (6) 0.0005 (5) C19 0.0221 (7) 0.0184 (7) 0.0146 (7) 0.0054 (6) 0.0040 (6) 0.0008 (5) C20 0.0204 (7) 0.0176 (7) 0.0157 (7) 0.0042 (5) 0.0042 (5) 0.0036 (5) C21 0.0233 (8) 0.0210 (7) 0.0186 (7) 0.0054 (6) 0.0077 (6) 0.0021 (6) C22 0.0207 (7) 0.0242 (7) 0.0213 (7) 0.0044 (6) 0.0077 (6) 0.0058 (6) C23 0.0228 (8) 0.0212 (7) 0.0204 (7) 0.0007 (6) 0.0034 (6) 0.0047 (6) C24 0.0250 (8) 0.0237 (7) 0.0186 (7) 0.0046 (6) 0.0035 (6) −0.0024 (6) C25 0.0211 (7) 0.0238 (7) 0.0211 (7) 0.0072 (6) 0.0047 (6 Symmetry codes: (i) −x+2, −y+1, −z+2; (ii) −x+2, −y+2, −z+2; (iii) x−1, y, z; (iv) −x+1, −y+1, −z+1.
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